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Abstract
It is known that in two-dimensional periodic arrays of dislocations the summation of
the periodic image fields is conditionally convergent. This is due to the long range
character of the elastic fields of dislocations. As a result, the stress field obtained for
a doubly periodic array of dislocation dipoles may contain a spurious constant stress
that depends on the adopted summation scheme. In the present work, we provide,
based on micromechanical considerations, a simple physical explanation of the origin
of the conditional convergence of lattice sums of image interactions. In this context,
the spurious stresses are found in a closed form for an arbitrary elastic anisotropy,
and this is achieved without using the stress field of an individual dislocation. An
alternative procedure is also developed where the macroscopic spurious stresses are
determined using the solution of the Eshelby’s inclusion problem.
Keywords: dislocation dynamics; conditional convergence; micromechanics; Eshelby’s in-
clusion problem
1 Introduction
Dislocation dynamics (DD) simulation methods have been extensively employed over the
last decades to study the dynamic behavior of dislocations on a mesoscopic scale and to
investigate the fundamental aspects of plastic deformation, with a view towards connecting
the physics of dislocations with the evolution of strength and strain hardening in crystalline
materials. Three-dimensional (3D) DD models have been mostly used to examine strain
∗Corresponding author
1
Page 2 of 48
http://mc.manuscriptcentral.com/prsa
Submitted to Proceedings A
1
2
3
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
For Review Only
hardening due to dislocation forest interactions [1–3] and individual dislocation-defect in-
teractions [4–7]. However, for complex problems, the use of 2D DD models is common
due to the high computational cost of 3D DD [8]. Although 2D DD simulations provide
just a simplification of the 3D dislocation microstructures in real crystals, they have been
extensively applied to account for many aspects of dislocation physics. Indeed, 2D models
have been successfully employed to provide insight into a variety of problems including dis-
crete dislocation plasticity [9], dislocation-crack interaction [10,11], modeling of persistent
slip bands [12], plasticity in thin films [13,14], fatigue crack growth in single crystals [15],
and size effects in fracture [16]. While the 2D DD simulations typically focus on edge
dislocations, screw dislocations have also been considered, for instance, in [17].
In many cases, periodic boundary conditions in one or both directions are used for
microscale DD simulations and in particular for studying the dislocation interaction in
bulk crystals [18]. As noted by Cai et al. [18], the principal advantage of periodic bound-
ary conditions for modelling crystal defects is that they eliminate surfaces and preserve
translational invariance, the fundamental property of the crystal lattice. Under these cir-
cumstances, for each defect in the unit cell, one must also account for the fields due to its
replicas in all other cells in the array. In practice, in 2D DD, the enforcement of periodic
boundary conditions can be readily achieved by performing an analytical summation over
infinitely long rows or columns of dislocations in one direction, followed by a numerical
summation of the contributions of each wall in the other direction [19,20]. However, even
though the self-stress fields decay rapidly with the distance from the dislocation, walls of
dislocations have been observed to give rise to very long-range effects [19].
An important consequence related to the intrinsic long-range character of dislocation
interaction is the conditional convergence of the lattice sums of the image fields. In fact, as
it has been shown by Cai et al. [18], see also Kuykendall and Cai [20], the result of the lattice
sum depends on the pertinent summation scheme. For instance, the stress field obtained
by the summation along the x1-direction followed by the summation in the x2-direction is
in general different than that obtained by the summation along the x2- and then along the
x1-direction. In particular, the resulting stress field may contain a spurious constant stress
for a zero total Burgers vector in the simulation cell and a spurious linear stress field for a
non-zero total Burgers vector, cf. [20]. As a remedy, Cai et al. [18] have developed a method
in which the spurious stresses are computed numerically by introducing ghost dislocations
at the cell boundaries. Recently, Kuykendall and Cai [20] have proposed an alternative
mathematical procedure for the 2D case, where the spurious stresses are found analytically
by integrating twice the sum of the second derivatives of the stress field and noting that
the latter is absolutely convergent under periodic boundary conditions. Importantly, the
spurious stresses discussed above contribute to the Peach–Koehler forces. Hence they might
affect the DD simulation results and must be compensated in DD simulations.
In the present work, we develop, based on simple micromechanical considerations, an
alternative approach for the prediction of the spurious stresses in a doubly periodic array
of dislocation dipoles. Consequently, we only consider the case of a zero total Burgers
vector in a simulation cell. Configurations with a non-zero total Burgers vector are not
considered here since they are not compatible with the doubly periodic boundary conditions
so that the micromechanical framework adopted in this work is not applicable. Although
2
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the basic idea of our approach is rather simple, a rigorous derivation of the final results
requires introduction of several intermediate concepts and relationships. Accordingly, the
basic idea is briefly outlined below as a guide for the technical developments presented in
subsequent sections.
We adopt a micromechanical point of view so that the general structure of the solu-
tion for a doubly periodic array of dislocation dipoles can be deduced without performing
the summation and even without specifying the solution for a single dislocation. Specifi-
cally, the local stress σ(x) in the periodic unit cell can be decomposed into a (constant)
macroscopic stress Σ and a periodic fluctuation σ˜(x),
σ(x) = Σ + σ˜(x), (1)
where the volume average of the fluctuation σ˜(x) is equal to zero. Further, assuming
that the elastic moduli tensor L is homogeneous within the cell, the macroscopic stress Σ
satisfies the macroscopic constitutive equation,
Σ = L[Ee] = L[E −Ep], (2)
where E is the macroscopic strain with Ee and Ep being its elastic and plastic parts,
respectively, the latter straightforwardly determined in terms of the Burgers vectors and
geometrical arrangement of the dislocation dipoles.
The fluctuation stress σ˜(x) can now be interpreted as the stress corresponding to a zero
macroscopic stress Σ and thus caused solely by the dislocations in the primary cell and in
its periodic replicas. In fact, for DD simulations, it is the fluctuation stress σ˜(x) that is
of actual interest, since the constant macroscopic stress Σ would typically be prescribed,
either directly or indirectly through (2). However, as discussed above, a direct summation
of stress fields of individual dislocation dipoles is conditionally convergent [20] and may
introduce a constant spurious stress. That spurious stress can be now interpreted as the
macroscopic stress Σ, and its origin is briefly illustrated below, while a detailed analysis
is the objective of the present work and is pursued in the subsequent sections.
Consider thus a one-dimensional periodic array of dislocation dipoles. As illustrated in
Fig. 1, the dipoles may introduce an inelastic in-plane (interior) strain component so that
in-plane stresses must be applied to ensure the overall compatibility, as indicated by the
arrows in Fig. 1. Note that the configuration shown in the right-most figure corresponds
to the stress field obtained by an infinite summation of the contributions of individual
dislocation dipoles along the horizontal direction. The stress field for a doubly periodic
array of dipoles would then be obtained by a second summation in the vertical direction,
and the in-plane stresses mentioned above would contribute to the final macroscopic stress.
Of course, a different macroscopic stress would be obtained if the order of summations
was reversed which is mathematically interpreted as the conditional convergence of the
summation scheme. Note that, in the configuration shown in Fig. 1, the local stresses are
equal to zero far from the array of dipoles. The macroscopic stresses corresponding to the
two summation schemes are thus different because different conditions are imposed on the
stress fields in the two cases.
Furthermore, it is also illustrated in Fig. 1 that the out-of-plane (exterior) inelastic
strain components, for instance, the shear strain, do not introduce any macroscopic stresses,
3
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Figure 1: Origin of macroscopic stresses in a periodic array of dislocation dipoles.
as they are fully accommodated by a relative displacement of the upper half-space with
respect to the lower half-space. In fact, some configurations of dislocation dipoles do not
produce any spurious macroscopic stresses, and this was probably the reason that the
problem of conditional convergence and the related spurious stresses had been initially
overlooked by the dislocation dynamics community, as noted by Cai et al. [18].
The original contribution of this work and its main results are the following:
(i) We provide a physical explanation of the origin of the conditional convergence by
showing that each summation scheme corresponds to specific conditions for the stresses
at infinity. As a result, the stress fields obtained by direct summation of the contri-
butions of individual dislocation dipoles are not pure fluctuations, but also contain a
macroscopic stress which depends on the conditions imposed on the far-field stresses
by the summation scheme.
(ii) We show that the spurious macroscopic stress can be determined without knowing the
stress field of an individual dislocation. This is in contrast to the solution provided
by Kuykendall and Cai [20] who determine the spurious stress by taking adequate
limits of the fields generated by individual dislocations.
(iii) As a consequence of (ii), the spurious macroscopic stress corresponding to the sum-
mation scheme involving infinite summation in one direction followed by summation
in the other direction is found in a closed form for an arbitrary elastic anisotropy.
(iv) We also consider yet another summation scheme in which summation is truncated in
all directions at a fixed distance from the primary cell. The corresponding spurious
macroscopic stress is then determined from the Eshelby’s solution of an elliptical
inclusion in an elastic matrix. We also show that the results mentioned in (iii) are
recovered as the limit cases of the Eshelby solution when summation is performed
within an elliptical region of aspect ratio tending to zero or infinity.
The obtained results are directly applicable to the modelling of dislocations in 2D. However,
the proposed approach can be of interest also to the 3D modelling of point defects or point
charges where similar convergence problems are encountered.
The paper is organized as follows. In Section 2, the average stress and strain are defined
for a volume containing dislocation dipoles, and elastic and plastic parts of the average
4
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strain are identified. A one-dimensional periodic array of dislocation dipoles is considered
in Section 3, and the average stress and strain are determined for a volume containing the
dipole and for a defect-free volume. In Section 4, closed-form formulae are derived for the
macroscopic stress and strain in a doubly periodic array of dislocation dipoles. Finally,
in Section 5, an alternative summation scheme is introduced, for which the macroscopic
stress can be obtained using the solution of the Eshelby’s inclusion problem.
2 Average stress and strain
In this section, we consider a volume V of arbitrary shape in the (x1, x2)-plane that contains
an arbitrary ensemble of N dislocation dipoles with straight dislocation lines parallel to
the x3-axis and slip planes defined by unit normal vectors ν
(i) within the (x1, x2)-plane
(Fig. 2). Each i-th dipole is formed by a dislocation with the Burgers vector bk = b(i) and
an opposite dislocation with the Burgers vector bk+1 = −b(i) at distance d(i). Consequently,
the total net Burgers vecto is zero in the volume V ,
2N∑
k=1
bk = 0. (3)
It is noted that no restrictions are imposed on the orientation of the Burgers vectors b(i),
i.e., they can be arbitrary vectors in 3D, so that the dislocations can be of the edge, screw
or mixed type. In the present circumstances, the volume is essentially under a combined
state of plane and antiplane strain conditions where all the local variables depend upon a
2D position vector x = x1e1 + x2e2.
Figure 2: Ensemble of dislocation dipoles inside the volume V .
It can be easily verified that an arbitrary arrangement of dislocations with the total net
Burgers vector equal to zero, as in Eq. (3), can be replaced by an equivalent arrangement
of dislocation dipoles of opposite Burgers vectors. Accordingly, the present analysis is
applicable in that more general case as well.
5
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The local stress, strain and displacement fields in the volume V can be found by super-
position of the corresponding fields imposed by the boundary conditions on ∂V , denoted
by a superimposed hat, and the fields by the individual dislocations, cf. [19],
σ(x) = σˆ(x) +
2N∑
k=1
σk(x), ε(x) = εˆ(x) +
2N∑
k=1
εk(x), u(x) = uˆ(x) +
2N∑
k=1
uk(x). (4)
The average stress σ¯ and the average strain ε¯ in the volume V are defined in terms of
the boundary data as [21]
σ¯ =
1
V
∫
∂V
1
2
(t⊗ x+ x⊗ t) dS, ε¯ = 1
V
∫
∂V
1
2
(u⊗ n+ n⊗ u) dS, (5)
where n is the outward unit normal, and t = σn is the traction acting on ∂V . For
simplicity, the symbol V is used to denote both the domain and its measure, in the latter
case regarded as a volume per unit length in the x3-direction. Note that the dependence
of all quantities upon the variable x will be explicitly indicated only when needed.
Employing the divergence theorem, the boundary integrals in (5) can be transformed
to the corresponding volume integrals under the assumption of mechanical equilibrium
in V and by observing that the displacement field is continuous in V except at the slip
planes S(i) of the individual dislocation dipoles. The average stress and strain are then
equivalently given by [21]
σ¯ =
1
V
∫
V
σ dV, ε¯ =
1
V
(∫
V \S
ε dV +
∫
S
1
2
(JuK⊗ n+ n⊗ JuK) dS) , (6)
where JuK denotes the displacement jump across the discontinuity surface S with n being
the local normal to S, and S is here the union of the individual slip planes S(i). Note that
the volume integrals in (6) is to be considered in the Cauchy Principal Value (CPV) sense
due to the Cauchy type singularities induced by the individual dislocations.
For a fixed configuration of dislocations, the (incremental) material response is elastic
in the whole volume V , so that the local stress and strain are related by σ = L[ε], where L
is the fourth-order elasticity tensor which is assumed positive definite and thus invertible.
Assuming further that L is homogeneous in V , the volume integral of strain ε in (6)2 is
identified as the average elastic strain ε¯e that is related to the average stress σ¯ by the
constitutive relationship σ¯ = L[ε¯e],
1
V
∫
V \S
ε dV =
1
V
∫
V \S
L−1[σ] dV = L−1
[
1
V
∫
V
σ dV
]
= L−1 [σ¯] = ε¯e, (7)
where the volume integral of σ is considered in CPV sense. The second term in (6)2 is
thus identified as the average eigenstrain ε¯p = ε¯− ε¯e,
ε¯p =
1
V
N∑
i=1
∫
S(i)
1
2
(JuK⊗ n+ n⊗ JuK)dS = 1
2V
N∑
i=1
d(i)
(
b(i) ⊗ ν(i) + ν(i) ⊗ b(i)) , (8)
6
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where the integral over S in (6)2 has been split to the sum of integrals over the slip planes
S(i) of individual dipoles, and has been further transformed by noting that n = ν(i) andJuK = b(i), both being constant along S(i). Now, considering that the dislocation dipoles
were created by Frank–Read sources, the average eigenstrain ε¯p can be interpreted as the
plastic strain, induced by motion of dislocations, measured with respect to the dislocation-
free configuration [19].
Concluding, the average strain ε¯ has been decomposed into its elastic and plastic parts,
ε¯ = ε¯e + ε¯p, and the average stress and strain are related by the usual elastic constitutive
relationship,
σ¯ = L [ε¯e] = L [ε¯− ε¯p] . (9)
3 Single array of dislocation dipoles
3.1 Preliminaries
Consider now a one-dimensional periodic array of dislocation dipoles with spacing L
(Fig. 3). This configuration will be called a string of dislocation dipoles to distinguish
it from the doubly periodic array of dipoles to be discussed later. Each dipole is formed by
two infinitely long dislocation lines, with Burgers vector ±b, parallel to the out-of-plane
vector r and separated by a distance d. It is remarked that the Burgers vector b may have
nonzero in-plane and out-of-plane components, i.e., in general it has a 3D character. The
array of dipoles is characterized by a unit vector ν normal to the slip-plane with ν · r = 0,
and a unit vector p defining the direction of periodicity. In addition, we define the vector
m normal to the array of dipoles from the relation: r = p×m.
Figure 3: Periodic array (string) of dislocation dipoles. Two types of volumes are considered, both
spanning exactly one period along the direction of periodicity: (i) V0 which is free of defects and (ii) Vd
which contains the dislocation dipole.
The stress field produced by the string of dislocation dipoles can be obtained by an
7
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infinite summation of the contributions of all dislocations in the p-direction,
σ(x) =
+∞∑
i=−∞
[
σb(x− x+ − iLp)− σb(x− x− − iLp)
]
, (10)
where σb(x) is the stress field of a single dislocation located at x = 0 with Burgers vector
b, and x+ and x− are the positions of the dislocations forming the dipole in the primary
cell. It is noted that this summation can be performed analytically in closed form (see
e.g. [19,20]). However, it is stressed that in our analysis the knowledge of such local stress
field is not needed.
Note that in (10) we include only the stresses due to the dislocations forming the
string, thus no external stresses are considered. However, for a volume Vd containing a
single dipole (Fig. 3), the stress field can be equivalently considered to be a superposition of
the stress due to the dislocations contained in Vd and the stress imposed by the boundary
conditions on ∂Vd, the latter resulting from the dislocations outside Vd and corresponding
to σˆ in (4).
Since the stress field of a straight dislocation behaves as r−1 at large r (r being the
distance from the dislocation), whereas the stress field of a dislocation dipole behaves as
r−2 [19], we conclude that the pertinent infinite array of dislocation dipoles will not produce
long range stresses in the m-direction. Thus, we can write
σ(x)→ 0 as x ·m→ ±∞. (11)
Moreover, due to periodicity the following relations hold for the displacements and trac-
tions:
u(x) = u(x+ Lp), t(−p)(x) = −t(p)(x+ Lp), (12)
where t(n) = σn denotes the traction associated with normal n.
3.2 Interior-exterior decomposition of the average stress and strain
The stress and strain tensors, and in particular the average stress and strain defined in
(6), can be uniquely decomposed into their interior (P) and exterior (A) parts relative to a
surface parallel to the string of dipoles represented by the normal vector m, so that [22,23]
σ¯ = σ¯P + σ¯A, ε¯ = ε¯P + ε¯A, (13)
where the respective interior and exterior parts are defined as
σ¯P = PP[σ¯], σ¯A = PA[σ¯], (14)
ε¯P = PP[ε¯], ε¯A = PA[ε¯], (15)
with PP and PA being fourth-order projection tensors given as [22]
PA = I   (m⊗m) + (m⊗m)  I −m⊗m⊗m⊗m, (16)
8
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PP = I   I − PA. (17)
Here, the tensorial product   is defined as A B[C] = 1
2
(
ACBT +ACTBT
)
for every
(A,B,C) ∈ Lin, so that the fourth order tensor I  I is the symmetrizing operator which
associates every second order tensor to its symmetric part.
An immediate consequence of the above definitions is that
PP[a⊗m] = PP[m⊗ a] = 0, (18)
where a is an arbitrary vector. Moreover, for every symmetric second order tensor A, we
have that
APm = 0, (19)
which, accordingly, implies that [22]
Am = 0 ⇐⇒ AA = 0. (20)
Let us define a rectangular volume V that spans exactly one period along the p-direction
so that V = L`, where the length ` along the m-direction is arbitrary, see Fig. 3. In our
analysis it is sufficient to consider that the volume V either contains fully the dislocation
dipole (V = Vd and ` = `
′′) or is free of defects (V = V0 and ` = `′), see Fig. 3. In either
case, the boundary of V is defined as ∂V ≡ ∂VA∩∂VB ∩∂VC ∩∂VD, where ∂VA, ∂VB, ∂VC ,
and ∂VD are the planar parts of the boundary ∂V characterized by the outward normals
−m, p, m, and −p, respectively.
In what follows, we will show that the traction boundary conditions (11) together with
the periodicity conditions (12) imply two important properties of the average stress σ¯ and
average strain ε¯ in an arbitrary volume V of the type defined above, viz.
σ¯A = 0 and ε¯P = 0 for any V . (21)
To prove (21)1, we start from the balance of linear momentum for the volume V , namely∫
∂V
t(n)dS = 0, (22)
where n is the outward unit normal to ∂V . Then, upon integrating explicitly along the
boundary of V , Eq. (22) takes the following form∫
∂VA
t(−m)dS +
∫
∂VB
t(p)dS +
∫
∂VC
t(m)dS +
∫
∂VD
t(−p)dS = 0. (23)
Further, taking into account the periodicity condition (12)2 and the identity t
(−m) = −t(m),
Eq. (23) becomes ∫
∂VA
t(m)dS =
∫
∂VC
t(m)dS. (24)
In view of (11), the stress σ and consequently the traction t(m) vanish for x ·m → ±∞.
Thus, considering that the volume V can be taken arbitrarily large with the boundary
9
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∂VA or ∂VC located at x ·m→ ±∞, the equilibrium condition expressed by (24) implies
that the traction t(m) vanishes when averaged over ∂VA or ∂VC , or any planar surface SL
(Fig. 3) with a normal vector m and length L along p,∫
∂VA
t(m)dS =
∫
∂VC
t(m)dS =
∫
SL
t(m)dS = 0. (25)
In view of the above, we can write∫
SL
t(m)dS =
∫
SL
σm dS =
(∫
SL
σdS
)
m = 0. (26)
Then, by performing an additional integration in the m-direction (normal to SL) and
bearing in mind that (26) holds for every planar surface SL, we obtain the following result(∫
V
σdV
)
m = 0. (27)
Consequently, employing the definition of the average stress in (6)1, we have
σ¯m = 0, (28)
which, according to (20), shows that σ¯A = 0 in every V and thus verifies the property
(21)1.
Next, we prove the second property, Eq. (21)2. By using the definition (5)2 of the
average strain in conjunction with (15)1, ε¯P can be written as
ε¯P = PP[ε¯] = PP
[
1
2V
∫
∂V
(u⊗ n+ n⊗ u) dS
]
=
1
V
∫
∂V
PP[u⊗ n]dS. (29)
Then, by integrating explicitly along the boundary ∂V , we obtain
ε¯P = − 1
V
∫
∂VA
PP[u⊗m]dS + 1
V
∫
∂VB
PP[u⊗ p]dS
+
1
V
∫
∂VC
PP[u⊗m]dS − 1
V
∫
∂VD
PP[u⊗ p]dS, (30)
which by taking into account (18) becomes
ε¯P =
1
V
PP
[(∫
∂VB
u dS −
∫
∂VD
u dS
)
⊗ p
]
= 0, (31)
where the term in the paranthesis is equal to zero due to the periodicity condition (12)1.
Consequently, ε¯P = 0 for every volume V , which verifies Eq. (21)2.
For future use, we introduce also the interior and exterior parts of the average plastic
strain ε¯p in the volume Vd. From (8) and with N = 1, we have
ε¯p =
d
2V
(b⊗ ν + ν ⊗ b) in Vd, (32)
10
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and the corresponding interior and exterior parts are found in the form
ε¯pP =
d(ν · p)
V
{
(b · p) p⊗ p+ 1
2
(b · r) (p⊗ r + r ⊗ p)
}
, (33)
ε¯pA =
d(ν ·m)
V
{
(b ·m) m⊗m+ 1
2
(b · r) (m⊗ r + r ⊗m)
}
+
d
2V
{
(b ·m) (ν · p) + (b · p) (ν ·m)} (m⊗ p+ p⊗m) . (34)
Obviously, the average plastic strain of a defect-free volume V0 is equal to zero,
ε¯p = 0 in V0. (35)
3.3 Mixed form of constitutive equation
It is convenient for the subsequent derivations to introduce an intrinsic coordinate system
with its axes parallel to the unit vectors p, m and r. In this system, the interior-exterior
decomposition can be easily expressed componentwise. In particular, using the Kelvin
notation, the stress tensor (and similarly the strain tensor) is represented by a vector σ
in a six-dimensional space, and its interior and exterior parts are represented by three-
component subvectors σP and σA,
σ = {σP,σA}, σP = {σpp, σrr,
√
2σpr}, σA = {σmm,
√
2σmr,
√
2σpm}, (36)
where σpp = p · σp, σpr = p · σr, etc. The constitutive equation (9) is then rewritten
accordingly, {
σ¯P
σ¯A
}
=
[
LPP LPA
LTPA LAA
]{
ε¯P − ε¯pP
ε¯A − ε¯pA
}
, (37)
where LPP, LAA, and LPA are 3×3 submatrices of the 6×6 elasticity matrix L with its rows
and columns adequately rearranged to match (36).
The partial inversion of (37) gives the following mixed form of the constitutive equation
[23,24], {
σ¯P
ε¯A − ε¯pA
}
=
[
LPP − LPAL−1AALTPA LPAL−1AA
−L−1AALTPA L−1AA
]{
ε¯P − ε¯pP
σ¯A
}
, (38)
which taking into account (21) furnishes{
σ¯P
ε¯A − ε¯pA
}
=
[
LPP − LPAL−1AALTPA LPAL−1AA
−L−1AALTPA L−1AA
]{−ε¯pP
0
}
. (39)
It is noted that positive definiteness of L guarantees that LAA is also positive definite,
which, in turn, implies that it can be inverted. The mixed form (39) has been conveniently
obtained in the intrinsic coordinate system using the Kelvin matrix notation and the
corresponding interior-exterior decomposition. In the subsequent sections, the use of the
11
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Kelvin matrix notation will be explicitly stated, otherwise the standard tensorial notation
is employed.
It is seen from (39) that a nonzero average stress σ¯P is associated with a nonzero interior
part ε¯pP of the average plastic strain ε¯
p. If the volume contains the dislocation dipole, i.e.
for V = Vd, then the interior part ε¯
p
P of the average plastic strain is given by (33), and the
possibly nonzero components σ¯P and ε¯A are given by (39) in conjunction with (34), for
arbitrary anisotropy of the material. On the other hand, for a defect-free volume, i.e. for
V = V0, the average plastic strain is equal to zero. Accordingly, Eq. (35), when combined
with (21), yields
σ¯ = 0 and ε¯ = 0 in V0. (40)
4 Doubly periodic array of dislocation dipoles
The material is now assumed to be composed of a doubly periodic array of dislocation
dipoles (Fig. 4). Such a configuration can be obtained by taking the string of dipoles
defined by vector p and spacing L1 and by superposing its replicas in the normal direction
m with spacing L2. The corresponding stress field is thus given by, cf. Eq. (10),
σ(x) =
+∞∑
j=−∞
+∞∑
i=−∞
[
σb(x− x+ − iL1p− jL2m)− σb(x− x− − iL1p− jL2m)
]
. (41)
Considering that the stress field of a single string of dislocation dipoles decays exponentially
in the direction normal to the string [19], it is usually sufficient to include just a few terms
in the outer summation. Again, we stress that the knowledge of the local fields, e.g., the
local stress field (41), is not needed for the subsequent analysis.
(a) (b)
Figure 4: Doubly periodic array of dislocation dipoles: construction by superposition of (a) horizontal
strings and (b) vertical strings. The primary strings employed in the superposition schemes are depicted
in grey.
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While the summation scheme (41) is needed to compute the local stress field, we notice
that, in view of (40), the average stress and strain associated with arbitrary volumes Vd and
V0, such as those defined in Fig. 3, are actually not affected by the neighboring strings. In
particular, this means that the average stress and strain determined for the doubly periodic
array of dipoles for the volume V = L1L2 of the periodic cell are equal to the respective
average quantities determined for the single string of dislocation dipoles for the adequate
volume Vd.
For the doubly periodic array of dislocation dipoles, the average stress and strain as-
sociated with the volume V = L1L2 of the periodic cell are naturally identified as the
macroscopic stress and strain.
Σ = σ¯, E = ε¯, Ep = ε¯p, (42)
which, in view of (9) and (32), satisfy the macroscopic constitutive equation
Σ = L[E −Ep] with Ep = d
2V
(b⊗ ν + ν ⊗ b), (43)
According to (21), we immediately have
ΣA = 0 and EP = 0, (44)
so that Σ = ΣP and E = EA, wher the exterior and interior parts are defined with respect
to the vector m that is normal to the primary string of dipoles that was superposed
in order to construct the doubly periodic configuration. Furthermore, the interior EpP
and exterior EpA parts of the macroscopic plastic strain E
p are given by (33) and (34),
respectively. Finally, the yet unknown components ΣP and EA follow from the constitutive
equation in the mixed form (39) formulated in terms of the macroscopic quantities Σ and
E. Specifically, in the Kelvin matrix notation introduced in Section 3.3, we have
ΣP = −
(
LPP − LPAL−1AALTPA
)
EpP, E
e
A = EA −EpA = L−1AALTPAEpP. (45)
It is remarked that the macroscopic stress Σ = ΣP depends, through E
p
P and submatri-
ces Lαβ, on the summation scheme adopted while constructing the doubly periodic array of
dislocation dipoles. That macroscopic stress is exactly the spurious stress associated with
the conditional convergence of the lattice sums in a general anisotropic material, and the
corresponding formula (45)1 constitutes the main result of the present work. We also point
out that, contrary to the approach of Kuykendall and Cai [20], the spurious macroscopic
stress is derived here without using the analytical solutions for individual dislocations.
Equations (45) have been obtained for the case of the unit cell containing one dislocation
dipole. The formulae for the case of several dipoles are identical, with the macroscopic
plastic strain Ep being now the sum of contributions of individual dipoles, as in (8). The
case of an arbitrary arrangement of dislocations of the total net Burgers vector equal to
zero can be treated by constructing an equivalent ensemble of dislocation dipoles.
Now, referring to a fixed Cartesian system with the basis ei, we examine two common
summation schemes employed for the construction of a doubly periodic array of dipoles,
cf. Fig. 4. In this coordinate system, the orientation of the dislocation dipole with respect
to the x1-axis is characterized by angle φ, which obviously does not depend on the adopted
summation scheme.
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Case I: Superposition of horizontal strings of dislocation dipoles The doubly
periodic array is now constructed by the superposition of horizontal strings of dislocation
dipoles along the x2-direction. We have thus p = e1, m = e2 and r = e3, so that b ·p = b1,
b · r = b3, ν · p = − sinφ, and
EpP = −
d sinφ
V
(
b1e1 ⊗ e1 + b3
2
(e1 ⊗ e3 + e3 ⊗ e1)
)
, (46)
or, equivalently, in terms of the components of EpP,
Ep11 = −
b1∆x2
L1L2
, Ep13 = −
b3∆x2
2L1L2
, Ep33 = 0, (47)
where ∆x2 = d sinφ is the vertical distance between the dislocations forming the dipole in
the periodic cell. Note that for φ = 0 (i.e., for ∆x2 = 0) we have E
p
P = 0, which, according
to (45)1, implies that no spurious stresses are produced in the doubly periodic array by
this summation scheme. Finally, we remark that the components of ΣP and EA in the
Kelvin matrix notation are
ΣP = {Σ11,Σ33,
√
2Σ13}, EA = {E22,
√
2E23,
√
2E12}, (48)
while, obviously, ΣA = 0 and EP = 0.
Case II: Superposition of vertical strings of dislocation dipoles In this case, the
doubly periodic array is constructed by the superposition of vertical strings of dislocation
dipoles along the x1-direction. We have now p = e2, m = −e1, and r = e3. Consequently,
b · p = b2, b · r = b3, ν · p = cosφ, and
EpP =
d cosφ
V
(
b2e2 ⊗ e2 + b3
2
(e2 ⊗ e3 + e3 ⊗ e2)
)
, (49)
and in terms of the components of EpP,
Ep22 =
b2∆x1
L1L2
, Ep23 =
b3∆x1
2L1L2
, Ep33 = 0, (50)
where ∆x1 = d cosφ is the horizontal distance between the dislocations in the periodic cell.
In this case, EpP and accordingly the spurious stresses vanish when φ = ±pi/2 (i.e., when
∆x1 = 0). The components of ΣP and EA in the Kelvin matrix notation are now
ΣP = {Σ22,Σ33,
√
2Σ23}, EA = {E11,−
√
2E13,−
√
2E12}, (51)
where the minus signs appear as a result of the definitions adopted in (36).
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4.1 Isotropic material
Elastic properties are now specified by the shear modulus µ and the Poisson’s ratio ν.
Taking into account (45) in conjunction with (47) and (50), we obtain explicit formulae
for the components of ΣP and E
e
A corresponding to the two summation schemes. The
remaining components of Σ, E and Ee are trivially obtained from the relationships: ΣA =
0, EP = 0 and E = E
e +Ep.
It is noted that the formulae for the components of the macroscopic stress given below
in (52) and (54) are equivalent to the respective formulae for the constant spurious stresses
derived previously by Kuykendall and Cai [20] using a different procedure.
Case I: Superposition of horizontal strings of dislocation dipoles
Σ11 =
2µb1∆x2
(1− ν)L1L2 , Σ13 =
µb3∆x2
L1L2
, Σ33 = νΣ11, Σ22 = Σ23 = Σ12 = 0, (52)
Ee22 = −
νb1∆x2
(1− ν)L1L2 , E
e
23 = E
e
12 = 0,
Ee11 = −Ep11, Ee13 = −Ep13, Ee33 = 0. (53)
Case II: Superposition of vertical strings of dislocation dipoles
Σ22 = − 2µb2∆x1
(1− ν)L1L2 , Σ23 = −
µb3∆x1
L1L2
, Σ33 = νΣ22, Σ11 = Σ13 = Σ12 = 0, (54)
Ee11 =
νb2∆x1
(1− ν)L1L2 , E
e
13 = E
e
12 = 0,
Ee22 = −Ep22, Ee23 = −Ep23, Ee33 = 0. (55)
4.2 Orthotropic material
For an orthotropic material, the elastic properties are specified by nine elastic constants
cij [25]. We consider a special orientation of the doubly periodic array of dipoles with
respect to the orthotropy axes, namely we assume that the principal axes of orthotropy are
aligned with the vectors e1, e2 and e3, respectively. This special orientation is taken here
as an example, to illustrate the applicability of the general formulae (45), and no reference
is made to any physically relevant orientation of crystalline lattice and crystallographic slip
systems. The macroscopic spurious stresses and the respective elastic strains corresponding
to the two summation schemes are given below. Clearly, the formulae for transversal
isotropy and cubic symmetry are obtained as special cases of the formulae provided below.
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Case I: Superposition of horizontal strings of dislocation dipoles
Σ11 =
(c11c22 − c212) b1∆x2
c22L1L2
, Σ13 =
c55b3∆x2
2L1L2
, Σ33 =
(c22c13 − c12c23) b1∆x2
c22L1L2
,
Σ11 = 0, Σ13 = 0 Σ12 = 0, (56)
and
Ee22 = −
c12b1∆x2
c22L1L2
, Ee23 = 0, E
e
12 = 0,
Ee11 = −Ep11, Ee13 = −Ep13, Ee33 = 0. (57)
Case II: Superposition of vertical strings of dislocation dipoles
Σ22 = −(c11c22 − c
2
12) b2∆x1
c11L1L2
, Σ23 = −c44b3∆x1
2L1L2
, Σ33 = −(c11c23 − c12c13) b2∆x1
c11L1L2
,
Σ11 = 0, Σ13 = 0, Σ12 = 0, (58)
and
Ee11 =
c12b2∆x1
c11L1L2
, Ee13 = 0, E
e
12 = 0,
Ee22 = −Ep22, Ee23 = −Ep23, Ee33 = 0. (59)
5 Macroscopic stress determined from the Eshelby’s
solution
So far we have considered two summation schemes, and we have shown that the conditional
convergence resulting in spurious macroscopic stresses is related to the conditions enforced
on the far-field stresses. Specifically, for a single string of dislocation dipoles, the stress
vanishes far from the string but not necessarily along the string.
One may consider another summation scheme in which the stress field in the primary
cell is obtained as a superposition of the stress fields of the dipoles contained within a
circle of radius R, Fig. 5. In that case, the stress vanishes far from the primary cell in
all directions, i.e., for r → ∞, r being the distance from the centre of the primary cell.
With increasing truncation radius R, the stress field is expected to converge, but it is also
expected to contain a spurious stress in view of the conditional convergence of the infinite
summation (41).
Now, considering a homogenized medium governed by the macroscopic constitutive
equation Σ = L[E − Ep], Eq. (43)1, i.e., neglecting the stress fluctuations within the
individual cells, the present summation scheme is immediately recognized to correspond to
the Eshelby problem of a circular inclusion in an elastic matrix. The uniform stress within
the inclusion is then given by the classical formula [21]
Σ = L(S− I)[Ep], (60)
16
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Figure 5: Circular summation scheme.
where S is the Eshelby tensor, I is the fourth-order unity tensor, and the macroscopic
plastic strain Ep given by (43)2 is the uniform eigenstrain of the inclusion.
The problem can actually be formulated for a more general summation scheme in which
the summation is performed over an elliptical region with a fixed ratio of the semiaxes a1
and a2 so that the summation scheme corresponds to the Eshelby problem for an ellipti-
cal inclusion. Confining our attention to the case of elastic isotropy, Eq. (60) yields the
following formulae, cf. [26], for the components of the macroscopic stress Σ:
Σ11 =
µ
(1− ν)
{(
−2 + a
2
2 + 2a1a2
(a1 + a2)2
+
a2
a1 + a2
)
Ep11 +
(
a22
(a1 + a2)2
− a2
a1 + a2
)
Ep22
}
,
Σ22 =
µ
(1− ν)
{(
−2 + a
2
1 + 2a1a2
(a1 + a2)2
+
a1
a1 + a2
)
Ep22 +
(
a21
(a1 + a2)2
− a1
a1 + a2
)
Ep11
}
,
Σ33 = − 2µν
(1− ν)(a1 + a2) (a1E
p
11 + a2E
p
22) , Σ12 = −
2µ
(1− ν)
a1a2
(a1 + a2)2
Ep12,
Σ23 = −2µ a2
a1 + a2
Ep23, Σ13 = −2µ
a1
a1 + a2
Ep13, (61)
where the components Epij of the macroscopic plastic strainE
p are found from (43)2. Notice
that in our case Ep33 = 0.
In the special case of a circular inclusion (a1 = a2), the formulae for the components of
Σ take a particularly simple form,
Σ11 = − µ
4(1− ν) (3E
p
11 + E
p
22) , Σ22 = −
µ
4(1− ν) (E
p
11 + 3E
p
22) ,
Σ33 = − µν
(1− ν) (E
p
11 + E
p
22) , Σ12 = −
µ
2(1− ν)E
p
12,
Σ23 = −µEp23, Σ13 = −µEp13. (62)
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The above stresses are now identified as the spurious stresses that correspond to the circular
summation scheme depicted in Fig. 6.
Moreover, it can be easily checked that, in the special case of a plate-like inclusion,
i.e., for a1 → ∞ or a2 → ∞, the formulae corresponding to the two summation schemes
involving superposition of strings of dipoles, see Eqs. (52)–(55) in Section 4.1, are recovered
from the general formulae (61).
An application of the formulae (62) corresponding to the circular summation scheme of
Fig. 5 is illustrated in Fig. 6. For a fixed truncation radius R, the stress field is evaluated
numerically as a superposition of the stress fields of individual dislocation dipoles for which
r ≤ R, where r is the distance from the centre of the current dipole to the centre of the
dipole in the primary cell (assumed here to be square). The average stress σ¯ in the
primary cell is then computed, and Fig. 6 shows the components of σ¯ normalized by the
respective components of the macroscopic stress Σ¯, determined from the Eshelby solution,
as a function of the truncation radius R. It is seen that, with increasing R, the average
stress σ¯ indeed converges to the macroscopic stress Σ¯ predicted by (62).
Figure 6: Convergence of the average stress σ¯ in the primary cell to the macroscopic stress Σ determined
from the Eshelby solution according to (62). The dipoles are characterized by the Burgers vector b =
(
√
3b/2, b/2, 0), the slip-plane angle φ = pi/6, and distance d = L/6. The Poisson’s ratio of the material is
ν = 1/3.
6 Conclusions
In this work, we provide a simple physical explanation of the origin of the conditional
convergence of lattice sums of image interactions in 2D periodic dislocation arrays. It
has been shown that each summation scheme corresponds to specific conditions for the
stresses at infinity. Consequently, the stress fields obtained by direct summation of the
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contributions of individual dislocation dipoles are not pure fluctuations, but also contain a
spurious macroscopic stress which depends on the conditions imposed by the summation
scheme on the far-field stresses. The spurious macroscopic stresses have been determined
in a closed form for an arbitrary elastic anisotropy. Importantly, the stress fields of indi-
vidual dislocations are not needed to derive the corresponding formulae. An alternative
procedure has also been developed in which the macroscopic spurious stresses are evalu-
ated employing the Eshelby’s solution of an elliptical inclusion in an elastic matrix. The
proposed methodology may be of interest not only to the modeling of dislocations in 2D,
but also to the modeling of point defects or point charges in 3D where similar convergence
problems are encountered.
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Abstract
It is known that in two-dimensional periodic arrays of dislocations the summation of
the periodic image fields is conditionally convergent. This is due to the long range
character of the elastic fields of dislocations. As a result, the stress field obtained for
a doubly periodic array of dislocation dipoles may contain a spurious constant stress
that depends on the adopted summation scheme. In the present work, we provide,
based on micromechanical considerations, a simple physical explanation of the origin
of the conditional convergence of lattice sums of image interactions. In this context,
the spurious stresses are found in a closed form for an arbitrary elastic anisotropy,
and this is achieved without using the stress field of an individual dislocation. An
alternative procedure is also developed where the macroscopic spurious stresses are
determined using the solution of the Eshelby’s inclusion problem.
Keywords: dislocation dynamics; conditional convergence; micromechanics; Eshelby’s in-
clusion problem
1 Introduction
Dislocation dynamics (DD) simulation methods have been extensively employed over the
last decades to study the dynamic behavior of dislocations on a mesoscopic scale and to
investigate the fundamental aspects of plastic deformation, with a view towards connecting
the physics of dislocations with the evolution of strength and strain hardening in crystalline
materials. Three-dimensional (3D) DD models have been mostly used to examine strain
∗Corresponding author
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hardening due to dislocation forest interactions [1–3] and individual dislocation-defect in-
teractions [4–7]. However, for complex problems, the use of 2D DD models is common
due to the high computational cost of 3D DD [8]. Although 2D DD simulations provide
just a simplification of the 3D dislocation microstructures in real crystals, they have been
extensively applied to account for many aspects of dislocation physics. Indeed, 2D models
have been successfully employed to provide insight into a variety of problems including dis-
crete dislocation plasticity [9], dislocation-crack interaction [10,11], modeling of persistent
slip bands [12], plasticity in thin films [13,14], fatigue crack growth in single crystals [15],
and size effects in fracture [16]. While the 2D DD simulations typically focus on edge
dislocations, screw dislocations have also been considered, for instance, in [17].
In many cases, periodic boundary conditions in one or both directions are used for
microscale DD simulations and in particular for studying the dislocation interaction in
bulk crystals [18]. As noted by Cai et al. [18], the principal advantage of periodic bound-
ary conditions for modelling crystal defects is that they eliminate surfaces and preserve
translational invariance, the fundamental property of the crystal lattice. Under these cir-
cumstances, for each defect in the unit cell, one must also account for the fields due to its
replicas in all other cells in the array. In practice, in 2D DD, the enforcement of periodic
boundary conditions can be readily achieved by performing an analytical summation over
infinitely long rows or columns of dislocations in one direction, followed by a numerical
summation of the contributions of each wall in the other direction [19, 20]. However, even
though the self-stress fields decay rapidly with the distance from the dislocation, walls of
dislocations have been observed to give rise to very long-range effects [19].
An important consequence related to the intrinsic long-range character of dislocation
interaction is the conditional convergence of the lattice sums of the image fields. In fact, as
it has been shown by Cai et al. [18], see also Kuykendall and Cai [20], the result of the lattice
sum depends on the pertinent summation scheme. For instance, the stress field obtained
by the summation along the x1-direction followed by the summation in the x2-direction is
in general different than that obtained by the summation along the x2- and then along the
x1-direction. In particular, the resulting stress field may contain a spurious constant stress
for a zero total Burgers vector in the simulation cell and a spurious linear stress field for a
non-zero total Burgers vector, cf. [20]. As a remedy, Cai et al. [18] have developed a method
in which the spurious stresses are computed numerically by introducing ghost dislocations
at the cell boundaries. Recently, Kuykendall and Cai [20] have proposed an alternative
mathematical procedure for the 2D case, where the spurious stresses are found analytically
by integrating twice the sum of the second derivatives of the stress field and noting that
the latter is absolutely convergent under periodic boundary conditions. Importantly, the
spurious stresses discussed above contribute to the Peach–Koehler forces. Hence they might
affect the DD simulation results and must be compensated in DD simulations.
In the present work, we develop, based on simple micromechanical considerations, an
alternative approach for the prediction of the spurious stresses in a doubly periodic array
of dislocation dipoles. Consequently, we only consider the case of a zero total Burgers
vector in a simulation cell. Configurations with a non-zero total Burgers vector are not
considered here since they are not compatible with the doubly periodic boundary conditions
so that the micromechanical framework adopted in this work is not applicable. Although
2
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the basic idea of our approach is rather simple, a rigorous derivation of the final results
requires introduction of several intermediate concepts and relationships. Accordingly, the
basic idea is briefly outlined below as a guide for the technical developments presented in
subsequent sections.
We adopt a micromechanical point of view so that the general structure of the solu-
tion for a doubly periodic array of dislocation dipoles can be deduced without performing
the summation and even without specifying the solution for a single dislocation. Specifi-
cally, the local stress σ(x) in the periodic unit cell can be decomposed into a (constant)
macroscopic stress Σ and a periodic fluctuation σ˜(x),
σ(x) = Σ+ σ˜(x), (1)
where the volume average of the fluctuation σ˜(x) is equal to zero. Further, assuming
that the elastic moduli tensor L is homogeneous within the cell, the macroscopic stress Σ
satisfies the macroscopic constitutive equation,
Σ = L[Ee] = L[E −Ep], (2)
where E is the macroscopic strain with Ee and Ep being its elastic and plastic parts,
respectively, the latter straightforwardly determined in terms of the Burgers vectors and
geometrical arrangement of the dislocation dipoles.
The fluctuation stress σ˜(x) can now be interpreted as the stress corresponding to a zero
macroscopic stress Σ and thus caused solely by the dislocations in the primary cell and in
its periodic replicas. In fact, for DD simulations, it is the fluctuation stress σ˜(x) that is
of actual interest, since the constant macroscopic stress Σ would typically be prescribed,
either directly or indirectly through (2). However, as discussed above, a direct summation
of stress fields of individual dislocation dipoles is conditionally convergent [20] and may
introduce a constant spurious stress. That spurious stress can be now interpreted as the
macroscopic stress Σ, and its origin is briefly illustrated below, while a detailed analysis
is the objective of the present work and is pursued in the subsequent sections.
Consider thus a one-dimensional periodic array of dislocation dipoles. As illustrated in
Fig. 1, the dipoles may introduce an inelastic in-plane (interior) strain component so that
in-plane stresses must be applied to ensure the overall compatibility, as indicated by the
arrows in Fig. 1. Note that the configuration shown in the right-most figure corresponds
to the stress field obtained by an infinite summation of the contributions of individual
dislocation dipoles along the horizontal direction. The stress field for a doubly periodic
array of dipoles would then be obtained by a second summation in the vertical direction,
and the in-plane stresses mentioned above would contribute to the final macroscopic stress.
Of course, a different macroscopic stress would be obtained if the order of summations
was reversed which is mathematically interpreted as the conditional convergence of the
summation scheme. Note that, in the configuration shown in Fig. 1, the local stresses are
equal to zero far from the array of dipoles. The macroscopic stresses corresponding to the
two summation schemes are thus different because different conditions are imposed on the
stress fields in the two cases.
Furthermore, it is also illustrated in Fig. 1 that the out-of-plane (exterior) inelastic
strain components, for instance, the shear strain, do not introduce any macroscopic stresses,
3
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intro.pdf
Figure 1: Origin of macroscopic stresses in a periodic array of dislocation dipoles.
as they are fully accommodated by a relative displacement of the upper half-space with
respect to the lower half-space. In fact, some configurations of dislocation dipoles do not
produce any spurious macroscopic stresses, and this was probably the reason that the
problem of conditional convergence and the related spurious stresses had been initially
overlooked by the dislocation dynamics community, as noted by Cai et al. [18].
The original contribution of this work and its main results are the following:
(i) We provide a physical explanation of the origin of the conditional convergence by
showing that each summation scheme corresponds to specific conditions for the stresses
at infinity. As a result, the stress fields obtained by direct summation of the contri-
butions of individual dislocation dipoles are not pure fluctuations, but also contain a
macroscopic stress which depends on the conditions imposed on the far-field stresses
by the summation scheme.
(ii) We show that the spurious macroscopic stress can be determined without knowing the
stress field of an individual dislocation. This is in contrast to the solution provided
by Kuykendall and Cai [20] who determine the spurious stress by taking adequate
limits of the fields generated by individual dislocations.
(iii) As a consequence of (ii), the spurious macroscopic stress corresponding to the sum-
mation scheme involving infinite summation in one direction followed by summation
in the other direction is found in a closed form for an arbitrary elastic anisotropy.
(iv) We also consider yet another summation scheme in which summation is truncated in
all directions at a fixed distance from the primary cell. The corresponding spurious
macroscopic stress is then determined from the Eshelby’s solution of an elliptical
inclusion in an elastic matrix. We also show that the results mentioned in (iii) are
recovered as the limit cases of the Eshelby solution when summation is performed
within an elliptical region of aspect ratio tending to zero or infinity.
The obtained results are directly applicable to the modelling of dislocations in 2D. However,
the proposed approach can be of interest also to the 3D modelling of point defects or point
charges where similar convergence problems are encountered.
The paper is organized as follows. In Section 2, the average stress and strain are defined
for a volume containing dislocation dipoles, and elastic and plastic parts of the average
strain are identified. A one-dimensional periodic array of dislocation dipoles is considered
in Section 3, and the average stress and strain are determined for a volume containing the
dipole and for a defect-free volume. In Section 4, closed-form formulae are derived for the
macroscopic stress and strain in a doubly periodic array of dislocation dipoles. Finally,
in Section 5, an alternative summation scheme is introduced, for which the macroscopic
stress can be obtained using the solution of the Eshelby’s inclusion problem.
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2 Average stress and strain
In this section, we consider a volume V of arbitrary shape in the (x1, x2)-plane that contains
an arbitrary ensemble of N dislocation dipoles with straight dislocation lines parallel to
the x3-axis and slip planes defined by unit normal vectors ν
(i) within the (x1, x2)-plane
(Fig. 2). Each i-th dipole is formed by a dislocation with the Burgers vector bk = b(i) and
an opposite dislocation with the Burgers vector bk+1 = −b(i) at distance d(i). Consequently,
the total net Burgers vector is zero in the volume V ,
2N∑
k=1
bk = 0. (3)
It is noted that no restrictions are imposed on the orientation of the Burgers vectors b(i),
i.e., they can be arbitrary vectors in 3D, so that the dislocations can be of the edge, screw
or mixed type. In the present circumstances, the volume is essentially under a combined
state of plane and antiplane strain conditions where all the local variables depend upon a
2D position vector x = x1e1 + x2e2.
Fig1.pdf
Figure 2: Ensemble of dislocation dipoles inside the volume V .
It can be easily verified that an arbitrary arrangement of dislocations with the total net
Burgers vector equal to zero, as in Eq. (3), can be replaced by an equivalent arrangement
of dislocation dipoles of opposite Burgers vectors. Accordingly, the present analysis is
applicable in that more general case as well.
The local stress, strain and displacement fields in the volume V can be found by super-
position of the corresponding fields imposed by the boundary conditions on ∂V , denoted
by a superimposed hat, and the fields by the individual dislocations, cf. [19],
σ(x) = σˆ(x) +
2N∑
k=1
σk(x), ε(x) = εˆ(x) +
2N∑
k=1
εk(x), u(x) = uˆ(x) +
2N∑
k=1
uk(x). (4)
The average stress σ¯ and the average strain ε¯ in the volume V are defined in terms of
the boundary data as [21]
σ¯ =
1
V
∫
∂V
1
2
(t⊗ x+ x⊗ t) dS, ε¯ = 1
V
∫
∂V
1
2
(u⊗ n+ n⊗ u) dS, (5)
where n is the outward unit normal, and t = σn is the traction acting on ∂V . For
simplicity, the symbol V is used to denote both the domain and its measure, in the latter
case regarded as a volume per unit length in the x3-direction. Note that the dependence
of all quantities upon the variable x will be explicitly indicated only when needed.
Employing the divergence theorem, the boundary integrals in (5) can be transformed
to the corresponding volume integrals under the assumption of mechanical equilibrium
5
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in V and by observing that the displacement field is continuous in V except at the slip
planes S(i) of the individual dislocation dipoles. The average stress and strain are then
equivalently given by [21]
σ¯ =
1
V
∫
V
σ dV, ε¯ =
1
V
(∫
V \S
ε dV +
∫
S
1
2
(JuK⊗ n+ n⊗ JuK) dS
)
, (6)
where JuK denotes the displacement jump across the discontinuity surface S with n being
the local normal to S, and S is here the union of the individual slip planes S(i). Note that
the volume integrals in (6) is to be considered in the Cauchy Principal Value (CPV) sense
due to the Cauchy type singularities induced by the individual dislocations.
For a fixed configuration of dislocations, the (incremental) material response is elastic
in the whole volume V , so that the local stress and strain are related by σ = L[ε], where L
is the fourth-order elasticity tensor which is assumed positive definite and thus invertible.
Assuming further that L is homogeneous in V , the volume integral of strain ε in (6)2 is
identified as the average elastic strain ε¯e that is related to the average stress σ¯ by the
constitutive relationship σ¯ = L[ε¯e],
1
V
∫
V \S
ε dV =
1
V
∫
V \S
L
−1[σ] dV = L−1
[
1
V
∫
V
σ dV
]
= L−1 [σ¯] = ε¯e, (7)
where the volume integral of σ is considered in CPV sense. The second term in (6)2 is
thus identified as the average eigenstrain ε¯p = ε¯− ε¯e,
ε¯p =
1
V
N∑
i=1
∫
S(i)
1
2
(
JuK⊗ n+ n⊗ JuK)dS = 1
2V
N∑
i=1
d(i)
(
b(i) ⊗ ν(i) + ν(i) ⊗ b(i)) , (8)
where the integral over S in (6)2 has been split to the sum of integrals over the slip planes
S(i) of individual dipoles, and has been further transformed by noting that n = ν(i) and
JuK = b(i), both being constant along S(i). Now, considering that the dislocation dipoles
were created by Frank–Read sources, the average eigenstrain ε¯p can be interpreted as the
plastic strain, induced by motion of dislocations, measured with respect to the dislocation-
free configuration [19].
Concluding, the average strain ε¯ has been decomposed into its elastic and plastic parts,
ε¯ = ε¯e + ε¯p, and the average stress and strain are related by the usual elastic constitutive
relationship,
σ¯ = L [ε¯e] = L [ε¯− ε¯p] . (9)
3 Single array of dislocation dipoles
3.1 Preliminaries
Consider now a one-dimensional periodic array of dislocation dipoles with spacing L
(Fig. 3). This configuration will be called a string of dislocation dipoles to distinguish
6
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it from the doubly periodic array of dipoles to be discussed later. Each dipole is formed by
two infinitely long dislocation lines, with Burgers vector ±b, parallel to the out-of-plane
vector r and separated by a distance d. It is remarked that the Burgers vector b may have
nonzero in-plane and out-of-plane components, i.e., in general it has a 3D character. The
array of dipoles is characterized by a unit vector ν normal to the slip-plane with ν · r = 0,
and a unit vector p defining the direction of periodicity. In addition, we define the vector
m normal to the array of dipoles from the relation: r = p×m.
Figure 3: Periodic array (string) of dislocation dipoles. Two types of volumes are considered, both
spanning exactly one period along the direction of periodicity: (i) V0 which is free of defects and (ii) Vd
which contains the dislocation dipole.
The stress field produced by the string of dislocation dipoles can be obtained by an
infinite summation of the contributions of all dislocations in the p-direction,
σ(x) =
+∞∑
i=−∞
[
σb(x− x+ − iLp)− σb(x− x− − iLp)
]
, (10)
where σb(x) is the stress field of a single dislocation located at x = 0 with Burgers vector
b, and x+ and x− are the positions of the dislocations forming the dipole in the primary
cell. It is noted that this summation can be performed analytically in closed form (see
e.g. [19,20]). However, it is stressed that in our analysis the knowledge of such local stress
field is not needed.
Note that in (10) we include only the stresses due to the dislocations forming the
string, thus no external stresses are considered. However, for a volume Vd containing a
single dipole (Fig. 3), the stress field can be equivalently considered to be a superposition of
the stress due to the dislocations contained in Vd and the stress imposed by the boundary
conditions on ∂Vd, the latter resulting from the dislocations outside Vd and corresponding
to σˆ in (4).
Since the stress field of a straight dislocation behaves as r−1 at large r (r being the
distance from the dislocation), whereas the stress field of a dislocation dipole behaves as
r−2 [19], we conclude that the pertinent infinite array of dislocation dipoles will not produce
long range stresses in the m-direction. Thus, we can write
σ(x)→ 0 as x ·m→ ±∞. (11)
Moreover, due to periodicity the following relations hold for the displacements and trac-
tions:
u(x) = u(x+ Lp), t(−p)(x) = −t(p)(x+ Lp), (12)
where t(n) = σn denotes the traction associated with normal n.
3.2 Interior-exterior decomposition of the average stress and strain
The stress and strain tensors, and in particular the average stress and strain defined in
(6), can be uniquely decomposed into their interior (P) and exterior (A) parts relative to a
7
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surface parallel to the string of dipoles represented by the normal vectorm, so that [22,23]
σ¯ = σ¯P + σ¯A, ε¯ = ε¯P + ε¯A, (13)
where the respective interior and exterior parts are defined as
σ¯P = PP[σ¯], σ¯A = PA[σ¯], (14)
ε¯P = PP[ε¯], ε¯A = PA[ε¯], (15)
with PP and PA being fourth-order projection tensors given as [22]
PA = I ⊡ (m⊗m) + (m⊗m)⊡ I −m⊗m⊗m⊗m, (16)
PP = I ⊡ I − PA. (17)
Here, the tensorial product ⊡ is defined as A⊡B[C] = 1
2
(
ACBT +ACTBT
)
for every
(A,B,C) ∈ Lin, so that the fourth order tensor I⊡ I is the symmetrizing operator which
associates every second order tensor to its symmetric part.
An immediate consequence of the above definitions is that
PP[a⊗m] = PP[m⊗ a] = 0, (18)
where a is an arbitrary vector. Moreover, for every symmetric second order tensor A, we
have that
APm = 0, (19)
which, accordingly, implies that [22]
Am = 0 ⇐⇒ AA = 0. (20)
Let us define a rectangular volume V that spans exactly one period along the p-direction
so that V = Lℓ, where the length ℓ along the m-direction is arbitrary, see Fig. 3. In our
analysis it is sufficient to consider that the volume V either contains fully the dislocation
dipole (V = Vd and ℓ = ℓ
′′) or is free of defects (V = V0 and ℓ = ℓ
′), see Fig. 3. In either
case, the boundary of V is defined as ∂V ≡ ∂VA∩∂VB ∩∂VC ∩∂VD, where ∂VA, ∂VB, ∂VC ,
and ∂VD are the planar parts of the boundary ∂V characterized by the outward normals
−m, p, m, and −p, respectively.
In what follows, we will show that the traction boundary conditions (11) together with
the periodicity conditions (12) imply two important properties of the average stress σ¯ and
average strain ε¯ in an arbitrary volume V of the type defined above, viz.
σ¯A = 0 and ε¯P = 0 for any V . (21)
To prove (21)1, we start from the balance of linear momentum for the volume V , namely∫
∂V
t(n)dS = 0, (22)
8
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where n is the outward unit normal to ∂V . Then, upon integrating explicitly along the
boundary of V , Eq. (22) takes the following form∫
∂VA
t(−m)dS +
∫
∂VB
t(p)dS +
∫
∂VC
t(m)dS +
∫
∂VD
t(−p)dS = 0. (23)
Further, taking into account the periodicity condition (12)2 and the identity t
(−m) = −t(m),
Eq. (23) becomes ∫
∂VA
t(m)dS =
∫
∂VC
t(m)dS. (24)
In view of (11), the stress σ and consequently the traction t(m) vanish for x ·m → ±∞.
Thus, considering that the volume V can be taken arbitrarily large with the boundary
∂VA or ∂VC located at x ·m→ ±∞, the equilibrium condition expressed by (24) implies
that the traction t(m) vanishes when averaged over ∂VA or ∂VC , or any planar surface SL
(Fig. 3) with a normal vector m and length L along p,∫
∂VA
t(m)dS =
∫
∂VC
t(m)dS =
∫
SL
t(m)dS = 0. (25)
In view of the above, we can write∫
SL
t(m)dS =
∫
SL
σm dS =
(∫
SL
σdS
)
m = 0. (26)
Then, by performing an additional integration in the m-direction (normal to SL) and
bearing in mind that (26) holds for every planar surface SL, we obtain the following result(∫
V
σdV
)
m = 0. (27)
Consequently, employing the definition of the average stress in (6)1, we have
σ¯m = 0, (28)
which, according to (20), shows that σ¯A = 0 in every V and thus verifies the property
(21)1.
Next, we prove the second property, Eq. (21)2. By using the definition (5)2 of the
average strain in conjunction with (15)1, ε¯P can be written as
ε¯P = PP[ε¯] = PP
[
1
2V
∫
∂V
(u⊗ n+ n⊗ u) dS
]
=
1
V
∫
∂V
PP[u⊗ n]dS. (29)
Then, by integrating explicitly along the boundary ∂V , we obtain
ε¯P = − 1
V
∫
∂VA
PP[u⊗m]dS + 1
V
∫
∂VB
PP[u⊗ p]dS
+
1
V
∫
∂VC
PP[u⊗m]dS − 1
V
∫
∂VD
PP[u⊗ p]dS, (30)
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which by taking into account (18) becomes
ε¯P =
1
V
PP
[(∫
∂VB
u dS −
∫
∂VD
u dS
)
⊗ p
]
= 0, (31)
where the term in the paranthesis is equal to zero due to the periodicity condition (12)1.
Consequently, ε¯P = 0 for every volume V , which verifies Eq. (21)2.
For future use, we introduce also the interior and exterior parts of the average plastic
strain ε¯p in the volume Vd. From (8) and with N = 1, we have
ε¯p =
d
2V
(b⊗ ν + ν ⊗ b) in Vd, (32)
and the corresponding interior and exterior parts are found in the form
ε¯
p
P =
d(ν · p)
V
{
(b · p) p⊗ p+ 1
2
(b · r) (p⊗ r + r ⊗ p)
}
, (33)
ε¯
p
A =
d(ν ·m)
V
{
(b ·m) m⊗m+ 1
2
(b · r) (m⊗ r + r ⊗m)
}
+
d
2V
{
(b ·m) (ν · p) + (b · p) (ν ·m)} (m⊗ p+ p⊗m) . (34)
Obviously, the average plastic strain of a defect-free volume V0 is equal to zero,
ε¯p = 0 in V0. (35)
3.3 Mixed form of constitutive equation
It is convenient for the subsequent derivations to introduce an intrinsic coordinate system
with its axes parallel to the unit vectors p, m and r. In this system, the interior-exterior
decomposition can be easily expressed componentwise. In particular, using the Kelvin
notation, the stress tensor (and similarly the strain tensor) is represented by a vector σ
in a six-dimensional space, and its interior and exterior parts are represented by three-
component subvectors σP and σA,
σ = {σP,σA}, σP = {σpp, σrr,
√
2σpr}, σA = {σmm,
√
2σmr,
√
2σpm}, (36)
where σpp = p · σp, σpr = p · σr, etc. The constitutive equation (9) is then rewritten
accordingly, {
σ¯P
σ¯A
}
=
[
LPP LPA
L
T
PA LAA
]{
ε¯P − ε¯pP
ε¯A − ε¯pA
}
, (37)
where LPP, LAA, and LPA are 3×3 submatrices of the 6×6 elasticity matrix L with its rows
and columns adequately rearranged to match (36).
10
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The partial inversion of (37) gives the following mixed form of the constitutive equation
[23,24], {
σ¯P
ε¯A − ε¯pA
}
=
[
LPP − LPAL−1AALTPA LPAL−1AA
−L−1AALTPA L−1AA
]{
ε¯P − ε¯pP
σ¯A
}
, (38)
which taking into account (21) furnishes
{
σ¯P
ε¯A − ε¯pA
}
=
[
LPP − LPAL−1AALTPA LPAL−1AA
−L−1AALTPA L−1AA
]{−ε¯pP
0
}
. (39)
It is noted that positive definiteness of L guarantees that LAA is also positive definite,
which, in turn, implies that it can be inverted. The mixed form (39) has been conveniently
obtained in the intrinsic coordinate system using the Kelvin matrix notation and the
corresponding interior-exterior decomposition. In the subsequent sections, the use of the
Kelvin matrix notation will be explicitly stated, otherwise the standard tensorial notation
is employed.
It is seen from (39) that a nonzero average stress σ¯P is associated with a nonzero interior
part ε¯pP of the average plastic strain ε¯
p. If the volume contains the dislocation dipole, i.e.
for V = Vd, then the interior part ε¯
p
P of the average plastic strain is given by (33), and the
possibly nonzero components σ¯P and ε¯A are given by (39) in conjunction with (34), for
arbitrary anisotropy of the material. On the other hand, for a defect-free volume, i.e. for
V = V0, the average plastic strain is equal to zero. Accordingly, Eq. (35), when combined
with (21), yields
σ¯ = 0 and ε¯ = 0 in V0. (40)
4 Doubly periodic array of dislocation dipoles
The material is now assumed to be composed of a doubly periodic array of dislocation
dipoles (Fig. 4). Such a configuration can be obtained by taking the string of dipoles
defined by vector p and spacing L1 and by superposing its replicas in the normal direction
m with spacing L2. The corresponding stress field is thus given by, cf. Eq. (10),
σ(x) =
+∞∑
j=−∞
+∞∑
i=−∞
[
σb(x− x+ − iL1p− jL2m)− σb(x− x− − iL1p− jL2m)
]
. (41)
Considering that the stress field of a single string of dislocation dipoles decays exponentially
in the direction normal to the string [19], it is usually sufficient to include just a few terms
in the outer summation. Again, we stress that the knowledge of the local fields, e.g., the
local stress field (41), is not needed for the subsequent analysis.
While the summation scheme (41) is needed to compute the local stress field, we notice
that, in view of (40), the average stress and strain associated with arbitrary volumes Vd and
V0, such as those defined in Fig. 3, are actually not affected by the neighboring strings. In
particular, this means that the average stress and strain determined for the doubly periodic
array of dipoles for the volume V = L1L2 of the periodic cell are equal to the respective
11
Page 33 of 48
http://mc.manuscriptcentral.com/prsa
Submitted to Proceedings A
1
2
3
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
For Review Only
(a)(b)
Figure 4: Doubly periodic array of dislocation dipoles: construction by superposition of (a) horizontal
strings and (b) vertical strings. The primary strings employed in the superposition schemes are depicted
in grey.
average quantities determined for the single string of dislocation dipoles for the adequate
volume Vd.
For the doubly periodic array of dislocation dipoles, the average stress and strain as-
sociated with the volume V = L1L2 of the periodic cell are naturally identified as the
macroscopic stress and strain.
Σ = σ¯, E = ε¯, Ep = ε¯p, (42)
which, in view of (9) and (32), satisfy the macroscopic constitutive equation
Σ = L[E −Ep] with Ep = d
2V
(b⊗ ν + ν ⊗ b), (43)
According to (21), we immediately have
ΣA = 0 and EP = 0, (44)
so that Σ = ΣP and E = EA, where the exterior and interior parts are defined with respect
to the vector m that is normal to the primary string of dipoles that was superposed
in order to construct the doubly periodic configuration. Furthermore, the interior EpP
and exterior EpA parts of the macroscopic plastic strain E
p are given by (33) and (34),
respectively. Finally, the yet unknown components ΣP and EA follow from the constitutive
equation in the mixed form (39) formulated in terms of the macroscopic quantities Σ and
E. Specifically, in the Kelvin matrix notation introduced in Section 3.3, we have
ΣP = −
(
LPP − LPAL−1AALTPA
)
E
p
P, E
e
A = EA −EpA = L−1AALTPAEpP. (45)
It is remarked that the macroscopic stress Σ = ΣP depends, through E
p
P and submatri-
ces Lαβ, on the summation scheme adopted while constructing the doubly periodic array of
dislocation dipoles. That macroscopic stress is exactly the spurious stress associated with
the conditional convergence of the lattice sums in a general anisotropic material, and the
corresponding formula (45)1 constitutes the main result of the present work. We also point
out that, contrary to the approach of Kuykendall and Cai [20], the spurious macroscopic
stress is derived here without using the analytical solutions for individual dislocations.
Equations (45) have been obtained for the case of the unit cell containing one dislocation
dipole. The formulae for the case of several dipoles are identical, with the macroscopic
plastic strain Ep being now the sum of contributions of individual dipoles, as in (8). The
case of an arbitrary arrangement of dislocations of the total net Burgers vector equal to
zero can be treated by constructing an equivalent ensemble of dislocation dipoles.
12
Page 34 of 48
http://mc.manuscriptcentral.com/prsa
Submitted to Proceedings A
1
2
3
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
For Review Only
Now, referring to a fixed Cartesian system with the basis ei, we examine two common
summation schemes employed for the construction of a doubly periodic array of dipoles,
cf. Fig. 4. In this coordinate system, the orientation of the dislocation dipole with respect
to the x1-axis is characterized by angle φ, which obviously does not depend on the adopted
summation scheme.
Case I: Superposition of horizontal strings of dislocation dipoles The doubly
periodic array is now constructed by the superposition of horizontal strings of dislocation
dipoles along the x2-direction. We have thus p = e1,m = e2 and r = e3, so that b ·p = b1,
b · r = b3, ν · p = − sinφ, and
E
p
P = −
d sinφ
V
(
b1e1 ⊗ e1 + b3
2
(e1 ⊗ e3 + e3 ⊗ e1)
)
, (46)
or, equivalently, in terms of the components of EpP,
Ep11 = −
b1∆x2
L1L2
, Ep13 = −
b3∆x2
2L1L2
, Ep33 = 0, (47)
where ∆x2 = d sinφ is the vertical distance between the dislocations forming the dipole in
the periodic cell. Note that for φ = 0 (i.e., for ∆x2 = 0) we have E
p
P = 0, which, according
to (45)1, implies that no spurious stresses are produced in the doubly periodic array by
this summation scheme. Finally, we remark that the components of ΣP and EA in the
Kelvin matrix notation are
ΣP = {Σ11,Σ33,
√
2Σ13}, EA = {E22,
√
2E23,
√
2E12}, (48)
while, obviously, ΣA = 0 and EP = 0.
Case II: Superposition of vertical strings of dislocation dipoles In this case, the
doubly periodic array is constructed by the superposition of vertical strings of dislocation
dipoles along the x1-direction. We have now p = e2,m = −e1, and r = e3. Consequently,
b · p = b2, b · r = b3, ν · p = cosφ, and
E
p
P =
d cosφ
V
(
b2e2 ⊗ e2 + b3
2
(e2 ⊗ e3 + e3 ⊗ e2)
)
, (49)
and in terms of the components of EpP,
Ep22 =
b2∆x1
L1L2
, Ep23 =
b3∆x1
2L1L2
, Ep33 = 0, (50)
where ∆x1 = d cosφ is the horizontal distance between the dislocations in the periodic cell.
In this case, EpP and accordingly the spurious stresses vanish when φ = ±π/2 (i.e., when
∆x1 = 0). The components of ΣP and EA in the Kelvin matrix notation are now
ΣP = {Σ22,Σ33,
√
2Σ23}, EA = {E11,−
√
2E13,−
√
2E12}, (51)
where the minus signs appear as a result of the definitions adopted in (36).
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4.1 Isotropic material
Elastic properties are now specified by the shear modulus µ and the Poisson’s ratio ν.
Taking into account (45) in conjunction with (47) and (50), we obtain explicit formulae
for the components of ΣP and E
e
A corresponding to the two summation schemes. The
remaining components of Σ, E and Ee are trivially obtained from the relationships: ΣA =
0, EP = 0 and E = E
e +Ep.
It is noted that the formulae for the components of the macroscopic stress given below
in (52) and (54) are equivalent to the respective formulae for the constant spurious stresses
derived previously by Kuykendall and Cai [20] using a different procedure.
Case I: Superposition of horizontal strings of dislocation dipoles
Σ11 =
2µb1∆x2
(1− ν)L1L2 , Σ13 =
µb3∆x2
L1L2
, Σ33 = νΣ11, Σ22 = Σ23 = Σ12 = 0, (52)
Ee22 = −
νb1∆x2
(1− ν)L1L2 , E
e
23 = E
e
12 = 0,
Ee11 = −Ep11, Ee13 = −Ep13, Ee33 = 0. (53)
Case II: Superposition of vertical strings of dislocation dipoles
Σ22 = − 2µb2∆x1
(1− ν)L1L2 , Σ23 = −
µb3∆x1
L1L2
, Σ33 = νΣ22, Σ11 = Σ13 = Σ12 = 0, (54)
Ee11 =
νb2∆x1
(1− ν)L1L2 , E
e
13 = E
e
12 = 0,
Ee22 = −Ep22, Ee23 = −Ep23, Ee33 = 0. (55)
4.2 Orthotropic material
For an orthotropic material, the elastic properties are specified by nine elastic constants
cij [25]. We consider a special orientation of the doubly periodic array of dipoles with
respect to the orthotropy axes, namely we assume that the principal axes of orthotropy are
aligned with the vectors e1, e2 and e3, respectively. This special orientation is taken here
as an example, to illustrate the applicability of the general formulae (45), and no reference
is made to any physically relevant orientation of crystalline lattice and crystallographic slip
systems. The macroscopic spurious stresses and the respective elastic strains corresponding
to the two summation schemes are given below. Clearly, the formulae for transversal
isotropy and cubic symmetry are obtained as special cases of the formulae provided below.
14
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Case I: Superposition of horizontal strings of dislocation dipoles
Σ11 =
(c11c22 − c212) b1∆x2
c22L1L2
, Σ13 =
c55b3∆x2
2L1L2
, Σ33 =
(c22c13 − c12c23) b1∆x2
c22L1L2
,
Σ11 = 0, Σ13 = 0 Σ12 = 0, (56)
and
Ee22 = −
c12b1∆x2
c22L1L2
, Ee23 = 0, E
e
12 = 0,
Ee11 = −Ep11, Ee13 = −Ep13, Ee33 = 0. (57)
Case II: Superposition of vertical strings of dislocation dipoles
Σ22 = −(c11c22 − c
2
12) b2∆x1
c11L1L2
, Σ23 = −c44b3∆x1
2L1L2
, Σ33 = −(c11c23 − c12c13) b2∆x1
c11L1L2
,
Σ11 = 0, Σ13 = 0, Σ12 = 0, (58)
and
Ee11 =
c12b2∆x1
c11L1L2
, Ee13 = 0, E
e
12 = 0,
Ee22 = −Ep22, Ee23 = −Ep23, Ee33 = 0. (59)
5 Macroscopic stress determined from the Eshelby’s
solution
So far we have considered two summation schemes, and we have shown that the conditional
convergence resulting in spurious macroscopic stresses is related to the conditions enforced
on the far-field stresses. Specifically, for a single string of dislocation dipoles, the stress
vanishes far from the string but not necessarily along the string.
One may consider another summation scheme in which the stress field in the primary
cell is obtained as a superposition of the stress fields of the dipoles contained within a
circle of radius R, Fig. 5. In that case, the stress vanishes far from the primary cell in
all directions, i.e., for r → ∞, r being the distance from the centre of the primary cell.
With increasing truncation radius R, the stress field is expected to converge, but it is also
expected to contain a spurious stress in view of the conditional convergence of the infinite
summation (41).
Fig4.pdf
Figure 5: Circular summation scheme.
Now, considering a homogenized medium governed by the macroscopic constitutive
equation Σ = L[E − Ep], Eq. (43)1, i.e., neglecting the stress fluctuations within the
15
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individual cells, the present summation scheme is immediately recognized to correspond to
the Eshelby problem of a circular inclusion in an elastic matrix. The uniform stress within
the inclusion is then given by the classical formula [21]
Σ = L(S− I)[Ep], (60)
where S is the Eshelby tensor, I is the fourth-order unity tensor, and the macroscopic
plastic strain Ep given by (43)2 is the uniform eigenstrain of the inclusion.
The problem can actually be formulated for a more general summation scheme in which
the summation is performed over an elliptical region with a fixed ratio of the semiaxes a1
and a2 so that the summation scheme corresponds to the Eshelby problem for an ellipti-
cal inclusion. Confining our attention to the case of elastic isotropy, Eq. (60) yields the
following formulae, cf. [26], for the components of the macroscopic stress Σ:
Σ11 =
µ
(1− ν)
{(
−2 + a
2
2 + 2a1a2
(a1 + a2)2
+
a2
a1 + a2
)
Ep11 +
(
a22
(a1 + a2)2
− a2
a1 + a2
)
Ep22
}
,
Σ22 =
µ
(1− ν)
{(
−2 + a
2
1 + 2a1a2
(a1 + a2)2
+
a1
a1 + a2
)
Ep22 +
(
a21
(a1 + a2)2
− a1
a1 + a2
)
Ep11
}
,
Σ33 = − 2µν
(1− ν)(a1 + a2) (a1E
p
11 + a2E
p
22) , Σ12 = −
2µ
(1− ν)
a1a2
(a1 + a2)2
Ep12,
Σ23 = −2µ a2
a1 + a2
Ep23, Σ13 = −2µ
a1
a1 + a2
Ep13, (61)
where the components Epij of the macroscopic plastic strainE
p are found from (43)2. Notice
that in our case Ep33 = 0.
In the special case of a circular inclusion (a1 = a2), the formulae for the components of
Σ take a particularly simple form,
Σ11 = − µ
4(1− ν) (3E
p
11 + E
p
22) , Σ22 = −
µ
4(1− ν) (E
p
11 + 3E
p
22) ,
Σ33 = − µν
(1− ν) (E
p
11 + E
p
22) , Σ12 = −
µ
2(1− ν)E
p
12,
Σ23 = −µEp23, Σ13 = −µEp13. (62)
The above stresses are now identified as the spurious stresses that correspond to the circular
summation scheme depicted in Fig. 6.
Moreover, it can be easily checked that, in the special case of a plate-like inclusion,
i.e., for a1 → ∞ or a2 → ∞, the formulae corresponding to the two summation schemes
involving superposition of strings of dipoles, see Eqs. (52)–(55) in Section 4.1, are recovered
from the general formulae (61).
An application of the formulae (62) corresponding to the circular summation scheme of
Fig. 5 is illustrated in Fig. 6. For a fixed truncation radius R, the stress field is evaluated
numerically as a superposition of the stress fields of individual dislocation dipoles for which
r ≤ R, where r is the distance from the centre of the current dipole to the centre of the
dipole in the primary cell (assumed here to be square). The average stress σ¯ in the
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primary cell is then computed, and Fig. 6 shows the components of σ¯ normalized by the
respective components of the macroscopic stress Σ¯, determined from the Eshelby solution,
as a function of the truncation radius R. It is seen that, with increasing R, the average
stress σ¯ indeed converges to the macroscopic stress Σ¯ predicted by (62).
Fig5.pdf
Figure 6: Convergence of the average stress σ¯ in the primary cell to the macroscopic stress Σ determined
from the Eshelby solution according to (62). The dipoles are characterized by the Burgers vector b =
(
√
3b/2, b/2, 0), the slip-plane angle φ = pi/6, and distance d = L/6. The Poisson’s ratio of the material is
ν = 1/3.
6 Conclusions
In this work, we provide a simple physical explanation of the origin of the conditional
convergence of lattice sums of image interactions in 2D periodic dislocation arrays. It
has been shown that each summation scheme corresponds to specific conditions for the
stresses at infinity. Consequently, the stress fields obtained by direct summation of the
contributions of individual dislocation dipoles are not pure fluctuations, but also contain a
spurious macroscopic stress which depends on the conditions imposed by the summation
scheme on the far-field stresses. The spurious macroscopic stresses have been determined
in a closed form for an arbitrary elastic anisotropy. Importantly, the stress fields of indi-
vidual dislocations are not needed to derive the corresponding formulae. An alternative
procedure has also been developed in which the macroscopic spurious stresses are evalu-
ated employing the Eshelby’s solution of an elliptical inclusion in an elastic matrix. The
proposed methodology may be of interest not only to the modeling of dislocations in 2D,
but also to the modeling of point defects or point charges in 3D where similar convergence
problems are encountered.
Acknowledgement
The authors gratefully acknowledge financial support from the European Union through
the FP7 project INTERCER2 (contract number PIAP-GA-2011-286110).
References
[1] B. Devincre and L.P. Kubin. Mesoscopic simulations of dislocations and plasticity.
Mater. Sci. Eng. A, 234-236(0):8 –14, 1997.
[2] M.C. Fivel and G.R. Canova. Developing rigorous boundary conditions to simulations
of discrete dislocation dynamics. Modelling Simul. Mater. Sci. Eng., 7(5):753, 1999.
17
Page 39 of 48
http://mc.manuscriptcentral.com/prsa
Submitted to Proceedings A
1
2
3
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
For Review Only
[3] R. Madec, B. Devincre, and L. P. Kubin. From dislocation junctions to forest hard-
ening. Phys. Rev. Lett., 89:255508, 2002.
[4] N.M. Ghoniem and L.Z. Sun. Fast-sum method for the elastic field of three-
dimensional dislocation ensembles. Phys. Rev. B, 60:128–140, 1999.
[5] C.S. Shin, M.C. Fivel, M. Verdier, and K.H. Oh. Dislocation-impenetrable precipitate
interaction: a three-dimensional discrete dislocation dynamics analysis. Philos. Mag.
A, 83:3691–3704, 2003.
[6] M. Hiratani and H.M. Zbib. On dislocation-defect interactions and patterning:
stochastic discrete dislocation dynamics (SDD). J. Nucl. Mat., 323(2-3):290–303,
2003.
[7] A. Vattre´, B. Devincre, F. Feyel, R. Gatti, S. Groh, O. Jamond, and A. Roos. Mod-
elling crystal plasticity by 3D dislocation dynamics and the finite element method:
The discrete-continuous model revisited. J. Mech. Phys. Solids, 63:491–505, 2014.
[8] W. Cai, V. Bulatov, T. Pierce, M. Hiratani, M. Rhee, M. Bartlet, and M. Tang.
Massively-parallel dislocation dynamics simulations, volume 115 of Solid Mechanics
and its Applications. Dordrecht, Kluwer, Amsterdam, 2004.
[9] E. Van der Giessen and A. Needleman. Discrete dislocation plasticity: a simple planar
model. Modelling Simul. Mater. Sci. Eng., 3(5):689, 1995.
[10] M.P. ODay and W.A. Curtin. Bimaterial interface fracture: A discrete dislocation
model. J. Mech. Phys. Solids, 53(2):359–382, 2005.
[11] S.S. Chakravarthy and W.A. Curtin. New algorithms for discrete dislocation modeling
of fracture. Modelling Simul. Mater. Sci. Eng., 19(4):045009, 2011.
[12] R.J. Amodeo and N.M. Ghoniem. Dislocation dynamics. II. Applications to the for-
mation of persistent slip bands, planar arrays, and dislocation cells. Phys. Rev. B,
41:6968–6976, 1990.
[13] L. Nicola, Y. Xiang, J.J. Vlassak, E. Van der Giessen, and A. Needleman. Plastic
deformation of freestanding thin films: Experiments and modeling. J. Mech. Phys.
Solids, 54(10):2089–2110, 2006.
[14] C. Ayas, V.S. Deshpande, and M.G.D. Geers. Tensile response of passivated films
with climb-assisted dislocation glide. J. Mech. Phys. Solids, 60(9):1626–1643, 2012.
[15] V.S. Deshpande, A. Needleman, and E. Van der Giessen. Discrete dislocation modeling
of fatigue crack propagation. Acta Mater., 50(4):831–846, 2002.
[16] S.S. Chakravarthy and W.A. Curtin. Origin of plasticity length-scale effects in frac-
ture. Phys. Rev. Lett., 105:115502, 2010.
18
Page 40 of 48
http://mc.manuscriptcentral.com/prsa
Submitted to Proceedings A
1
2
3
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
For Review Only
[17] R.J. Amodeo and N.M. Ghoniem. Dislocation dynamics. I. A proposed methodology
for deformation micromechanics. Phys. Rev. B, 41:6958–6967, 1990.
[18] W. Cai, V.V. Bulatov, J. Chang, J. Li, and S. Yip. Periodic image effects in dislocation
modelling. Philos. Mag. A, 83(5):539–567, 2003.
[19] J.P. Hirth and J. Lothe. Theory of Dislocations. Wiley, New York, 1982.
[20] W.P. Kuykendall and W. Cai. Conditional convergence in two-dimensional dislocation
dynamics. Modelling Simul. Mater. Sci. Eng., 21(5):055003, 2013.
[21] S. Nemat-Nasser and M. Hori. Micromechanics: Overall properties of heterogeneous
materials. North-Holland, Amsterdam, 1993.
[22] R. Hill. Interfacial operators in the mechanics of composite media. J. Mech. Phys.
Solids, 31(4):347–357, 1983.
[23] S. Stupkiewicz. Micromechanics of Contact and Interphase Layers, volume 30 of
Lecture Notes in Applied and Computational Mechanics. Springer Berlin Heidelberg,
2007.
[24] A. El Omri, A. Fennan, F. Sidoroff, and A. Hihi. Elastic-plastic homogenization for
layered composites. Eur. J. Mech. A/Solids, 19:585–601, 2000.
[25] J.F. Nye. Physical Properties of Crystals. Oxford University Press, Oxford, 1957.
[26] T. Mura. Micromechanics of Defects in Solids. Martinus-Nijhoff, The Hague, 1982.
19
Page 41 of 48
http://mc.manuscriptcentral.com/prsa
Submitted to Proceedings A
1
2
3
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
For Review Only
Page 42 of 48
http://mc.manuscriptcentral.com/prsa
Submitted to Proceedings A
1
2
3
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
For Review Only
Page 43 of 48
http://mc.manuscriptcentral.com/prsa
Submitted to Proceedings A
1
2
3
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
For Review Only
Page 44 of 48
http://mc.manuscriptcentral.com/prsa
Submitted to Proceedings A
1
2
3
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
For Review Only
Page 45 of 48
http://mc.manuscriptcentral.com/prsa
Submitted to Proceedings A
1
2
3
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
For Review Only
Page 46 of 48
http://mc.manuscriptcentral.com/prsa
Submitted to Proceedings A
1
2
3
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
For Review Only
Page 47 of 48
http://mc.manuscriptcentral.com/prsa
Submitted to Proceedings A
1
2
3
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
For Review Only
Page 48 of 48
http://mc.manuscriptcentral.com/prsa
Submitted to Proceedings A
1
2
3
4
5
6
7
8
9
10
11
12
13
14
15
16
17
18
19
20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
